Experimental section

Abbreviations
DMF -Dimethylformamide
H4TBAPy -1, 3, 6, 8-tetrakis(p-benzoic acid)pyrene H2BPDC -Biphenyl dicarboxylic acid
Materials
Zirconyl chloride octahydrate(ZrOCl2.8H2O), zirconium(IV) chloride (ZrCl4), benzoic acid (C6H5COOH) and biphenyl dicarboxylic acid (C14O4H10) were purchased from SigmaAldrich and used as received. The reported procedure is used to synthesize the ligand 1,3,6,8-tetrakis(p-benzoic acid)pyrene (H4TBAPy). 
1.3.Methods of Characterization and Instrumentations
Powder X-ray diffraction data were collected using a X'pert PRO (PANanalytics) powder diffractometer equipped with CuKα radiation (1.5405 Å).FEI Nova NanoSEM 450 scanning electron microscope (SEM) with acceleration voltage 15 kV is used to determine particle size and morphology. Thermogravimetric analysis (TGA) experiments were performed on SDT Q600 (Shimadzu) analyzer in flowing nitrogen at a heating rate of 10 °C per minute. The adsorption studies were carried out with N2 at 77 K using a Micromeritics 3 Flexautomatic volumetric adsorption instrument. The FT-IR spectrum was recorded using Shimadzu FT-IR spectrometer using KBr pellets in the range of 4000-400 cm -1 .The absorption spectrum was collected with a Shimadzu UV/Vis/NIR spectrophotometer. All the gas used were ultra-pure research grade (99.99 %).
Synthesis
Synthesis of nano samples of NU-1000
ZrOCl2.8H2O (5.4 mmol, 0.97 g) and benzoic acid (13 mmol, 1.6 g) are mixed and dissolved in 8 mL of DMF in a glass vial. H4TBAPy (0.029 mmol, 0.020 g) was dissolved in an 8 mL DMF solvent in another glass vial. Both the vials were placed in an oven at 80 °C for 1 h. It was then cooled to room temperature.500µL of both the solutions were transferred into 16 glass vials containing 10 µL of trifluoroacetic acid. The vials were sonicatedfor five minutes and kept in an oven at 100°C.
S5
Kohn-Sham orbitals have been expanded in a plane wave basis set with an energy cutoff of 500 eV. Assuming a non-dissociative behavior of Zr clusters while interaction with glyphosate molecules, the atomic coordinates of the MOFs are fixed. Relaxation of all other geometries is ensured until the atomic forces are lower than 0.025 eV/Å. The relaxed geometry of glyphosate molecule is then placed above the NU-1000 and UiO-67 MOF clusters separately. The whole arrangement is sited in a three-dimensional box of cell constant 18 Å × 18 Å × 18 Å with periodic boundary conditions and is then subjected to relaxation. It is then followed by a self-consistent field (SCF) calculation of the relaxed geometry.
Structural description of the MOFs-NU-1000 and UiO-67
NU-1000 comprises of eight connected Zr6(µ3-O)4(µ3-OH)4(H2O)4(OH)4 nodes interconnected by the tetra topic 1,3,6,8(p-benzoate)pyrene (TBAPy 4-) linkers. UiO-67 is a build-up of 12-connected Zr6O4(OH)4 cluster node and linear 4, 4'-biphenyl dicarboxylic acid (BPDC) ligand. It possesses a face-centered cubic arrangement of the Zr6 clusters. Both NU-1000 and UiO-67 contain free and bridging -OH and H2O groups. NU-1000 has wide mesoporous channels (31 Å), and UiO-67 has octahedral (16 Å) and tetrahedral (14 Å) cages. Note that solid square represents adsorption and the transparent squares represent desorption process. Table S4 . Kinetic parameters of pseudo-first-order and pseudo-second-order models for glyphosate on NU-1000 (100-200nm) (Cinitial = 9.8 mmol L −1 , NU-1000 = 0.1 g L −1 , T = 25 °C, pH = 7). Table S7 . Data obtained from the kineticgraphs for NU-1000 (500-700 nm). Table S8 . Kinetic parameters of pseudo-first-order and pseudo-second-order models for glyphosate on NU-1000 (500-700 nm) (Cinitial = 9.8 mmol L −1 , NU-1000 = 0.03 g L −1 , T = 25 °C, pH = 7). Table S10 . Kinetic parameters of pseudo-first-order and pseudo-second-order models for glyphosate on NU-1000 (1000-2000nm) (Cinitial = 9.8 mmol L −1 , NU-1000 = 0.03 g L −1 , T = 25 °C, pH = 7). Table S16 . Kinetic parameters of pseudo-first-order and pseudo-second-order models for glyphosate on UiO-67 (500-700nm) (Cinitial = 9.8 mmol L −1 , UiO-67 = 0.03 g L −1 , T = 25 °C, pH = 7). (a) (b)
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